S-2
. gCOSY NMR spectrum (500 MHz, CDCl 3 ) of Z-AA-OH. Figure S6 . gCOSY NMR spectrum (500 MHz, CDCl 3 ) of Z-AF-OH. Figure S9 . gCOSY NMR spectrum (500 MHz, CDCl 3 ) of Z-FF-OH. S-8 Figure S10 . 1 H NMR spectrum (500 MHz, CDCl 3 ) of 2a. Figure S11 . gCOSY NMR spectrum (500 MHz, CDCl 3 ) of 2a.
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Figure S12. gTOCSY NMR spectrum (500 MHz, CDCl 3 ) of 2a. We used the simplest monomer-dimer equilibrium model to successfully fit the experimental data using the non-linear least squares fitting to the following equation:
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Where: δ obs is the observed chemical shift at each titration point (y, dependent variable) We used the simplest 1 : 1 binding model to fit the data, using the non-linear least squares fitting of the experimental values to the following equation:
Where: δ obs is the observed chemical shift at each titration point (y, dependent variable) C tot is the overall concentration of both components (m0, independent variable) δ o is the chemical shift of the unbound species (m1 in the fitting) 
